Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.024; wR factor = 0.056; data-to-parameter ratio = 20.7. The title compound, C 6 H 4 Br 2 ClN, is almost planar (r.m.s. deviation = 0.024 Å ) and two intramolecular N-HÁ Á ÁBr hydrogen bonds generate S(5) rings. In the crystal, N-HÁ Á ÁBr hydrogen bonds link the molecules into chains propagating in [010]. Experimental Crystal data C 6 H 4 Br 2 ClN M r = 285.37 Monoclinic, P2 1 =n a = 13.3132 (7) Å b = 3.9387 (2) Å c = 16.5476 (9) Å = 112.318 (2) V = 802.70 (7) Å 3 Z = 4 Mo K radiation = 10.35 mm À1 T = 296 K 0.35 Â 0.15 Â 0.12 mm Data collection Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.170, T max = 0.292 6640 measured reflections 1900 independent reflections 1429 reflections with I > 2(I) R int = 0.028
The title compound, C 6 H 4 Br 2 ClN, is almost planar (r.m.s. deviation = 0.024 Å ) and two intramolecular N-HÁ Á ÁBr hydrogen bonds generate S(5) rings. In the crystal, N-HÁ Á ÁBr hydrogen bonds link the molecules into chains propagating in [010] .
Related literature
For related structures, see: Schlemper & Konnert (1967) : Takazawa et al. (1989) . For the synthesis, see: Harrison et al. (1981) . For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
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Figure 1
View of the title compound with displacement ellipsoids drawn at the 50% probability level.
Figure 2
The partial packing (PLATON; Spek, 2009) 
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.43969 (2) 0.63712 (8) 
